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Figure S1. Limiting CB [7] complexation-induced chemical shift changes (lim, ppm) for the proton resonances of the cyclohexylamino buffers in D2O (pD = 4.75, 0.050 mol dm -3 NaOAc -d3/0.025 mol dm -3 DCl). 4 Figure S2 . Plot of complexation-induced shift in the proton resonance H3a,5a for CHES (0.965 x 10 -3 mol dm
) as a function of [CB[7] ] in D2O (pD = 4.75, 0.050 mol dm -3 NaOAc-d3/ 0.025 mol dm -3 DCl). The solid curve is a fit to a 1:1 binding model using KCB [7] 98, (h) 1.14, (i) 2.05, and (j) 4.52 equivalents of CB [7] in D2O (pD = 4.75, 0.050 mol dm -3 NaOAc-d3(*)/0.025 mol dm -3 DCl). 5 Figure S4 . Plot of complexation-induced shift in the proton resonance H for CAPS (0.990 x 10 -3 mol dm -3
) as a function of [CB[7] ] in D2O (pD = 4.75, 0.050 mol dm -3 NaOAc-d3/0.025 mol dm -3 DCl). The solid curve is a fit to a 1:1 binding model using KCB [7] = 1.00 x 10 8 dm 3 mol -1
and lim = 0.174 ppm. 6 Figure S5 . 92, (h) 1.11, (i) 1.36, and (j) 1.96 equivalents of CB [7] in D2O (pD = 4.75, 0.050 mol dm -3 NaOAc-d3(*)/0.025 mol dm -3 DCl). 7 Figure S6 . Plot of complexation-induced shift in the proton resonance H2a,6a for CAPSO (1.02 x 10 -3 mol dm -3
) as a function of [CB[7] ] in D2O (pD = 4.75, 0.050 mol dm -3 NaOAc-d3/0.025 mol dm -3 DCl). The solid curve is a fit to a 1:1 binding model using KCB [7] = 6.0 x 10 7 dm 3 mol -1
and lim = -0.67 ppm. 8 Figure S7 . ) with (a) 0.00, (b) 0.16, (c) 0.38, (d) 0.59, (e) 0.81, (f) 0.88, (g) 1.04, (h) 1.17, (i) 1.55, and (j) 1.97 equivalents of CB [7] in D2O (pD = 4.75, 0.050 mol dm -3 NaOAc-d3(*)/0.025 mol dm -3 DCl). 9 Figure S8 . Plot of complexation-induced shift in the proton resonance H for CABS (1.02 x 10 -3 mol dm 
